Key indicators: single-crystal X-ray study; T = 208 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.113; data-to-parameter ratio = 16.0.
The title compound, C 9 H 12 N 4 O 4 S, was proven to be the product of the reaction of methyl 5-amino-1H-pyrazole-3-carboxylate with ethyl isothiocyanatocarbonate. All non-H atoms of the molecule are planar, the mean deviation from the least squares plane being 0.048 Å . The intramolecular N-HÁ Á ÁO bond involving the NH-group, which links the thiourea and pyrazole fragments, closes a six-membered pseudoheterocyclic ring, and two more hydrogen bonds (N-HÁ Á ÁO with the participation of the pyrazole NH group and N-HÁ Á ÁS involving the second thiourea NH group) link the molecules into infinite chains running along [120] .
Related literature
For the structures of similar N-pyrazole-substituted thiourea derivatives, see: Pask et al. (2006) ; Wen et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: DN2451).
position 4 and pyrazole/thiourea fragments form dihedral angle of 46.2°. Another similar compound, where pyrazole has no substituents in position 4 (Pask et al., 2006) , is also essentially planar, just like the title compound.
There are three NH-groups in the molecule which are responsible for the formation of three independent H-bonds in the crystal ( Table 2 ). The intramolecular N2-H2···O2 bond closes the 6-membered pseudo-cycle, whereas two intermolecular H-bonds each produce typical centrosymmmetric pairing motive, and their combination thus gives rise to infinite chains running along the [1,-2,0]. direction in the crystal (Fig. 2) .
A suspension of methyl 5-amino-1H-pyrazole-3-carboxylate (2.0 g, 14.2 mmol) in 10 ml of ethyl acetate and 40 ml of benzene was cooled to 0°C and stirred. To this solution, ethyl isothiocyanatocarbonate (2.04 g, 15.6 mmol) in 10 ml benzene was added dropwise. The resulting reaction mixture was allowed to warm up to room temperature, and stirring was continued for 5 h. The reaction mixture was filtered, and washed with plenty of ether to afford the desired product (3.32 g, 12.2 mmol, 86.0% yield). 1 H NMR (400 MHz, DMSO-d 6 ) δ p.p.m.: 13.99 (br. s., 1 H), 12.12 (br. s., 1 H), 11.48 (br. s., 1 H), 7.51 (s, 1 H), 4.22 (q, J=7.07 Hz, 2 H), 3.85 (s, 3 H), 1.26 (t, J=7.07 Hz, 3 H).
Refinement
All H atoms were placed in geometrically calculated positions (N-H 0.87 Å, C-H 0.94 Å, 0.97 Å, 0.98 Å, for aromatic, methyl and methylene H atoms respectively) and included in the refinement in riding motion approximation. The U iso (H) were set to 1.2U eq of the carrying atom for aromatic, methylene, methyne and amine groups, and 1.5U eq for methyl H atoms. Figures   Fig. 1 . Molecular structure of the title compound showing 50% probability displacement ellipsoids and atom numbering scheme; H atoms are drawn as circles with arbitrary small radius. Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x+2, −y−1, −z+1.
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